Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.051; wR factor = 0.127; data-to-parameter ratio = 20.8.
Related literature
For the synthesis and properties of coordination polymers based on transition metal thiocyanates and N-donor ligands, see: Boeckmann & Nä ther (2010 . For related structures, see: Nassimbeni et al. (1990) (4-tert-butylpyridine only).
Experimental
Crystal data [Cd(NCS) 2 (C 9 H 13 N) 4 ] M r = 769.38 Triclinic, P1 a = 9.5136 (7) Å b = 10.7582 (7) Å c = 11.6674 (10) Å = 67.142 (8) = 68.242 (9) = 76.472 (8) V = 1016.32 (13) Å 3 Z = 1 Mo K radiation = 0.67 mm À1 T = 200 K 0.16 Â 0.11 Â 0.07 mm
Data collection
Stoe IPDS-1 diffractometer 11989 measured reflections 4709 independent reflections 4109 reflections with I > 2(I) R int = 0.077 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.127 S = 1.02 4709 reflections 226 parameters 3 restraints H-atom parameters constrained Á max = 1.69 e Å À3 Á min = À1.58 e Å À3 Table 1 Selected bond lengths (Å ). 2.301 (3) Cd1-N21 i 2.375 (3) Cd1-N11 i 2.403 (3) Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 2.
Data collection: X-AREA (Stoe & Cie, 2008); cell refinement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP (Sheldrick, 2008) and DIAMOND (Brandenburg, 2011) ; software used to prepare material for publication: publCIF (Westrip, 2010).
Figure 1
Crystal structure of the title compund with labelling and displacement ellipsoids drawn at the 50% probability level.
Symmetry codes: i = -x + 1, -y + 1, -z + 2. Disordering is shown as full and open bonds.
Bis(3-tert-butylpyridine-κN)bis(4-tert-butylpyridine-κN)bis(thiocyanato-κN)cadmium
Crystal data [Cd(NCS) 2 (C 9 H 13 N) 4 ] M r = 769.38 Triclinic, P1 Hall symbol: -P 1 a = 9.5136 (7) Å b = 10.7582 (7) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) C28-C26-C23 113.7 (4) N1-C1-S1 177.6 (4) C28-C26-C27 110.8 (7) C11-N11-C15 117.6 (3) C23-C26-C27 108.3 (4) C11-N11-Cd1 117.9 (2) C28-C26-C29 110.3 (7) C15-N11-Cd1 124.3 (2) C23-C26-C29 107.9 (4) N11-C11-C12 122.7 (3) C27-C26-C29 105.5 (6) N11-C11-H11 118.6 C29′-C26-C28′ 108.9 (10) C12-C11-H11 118.6 C23-C26-C28′ 107.7 (6) C11-C12-C13 119.0 (3) C29′-C26-C27′ 110.5 (11) C11-C12-H12 120.5 C23-C26-C27′ 107.0 (6) C13-C12-H12 120.5 C28′-C26-C27′ 104.0 (8) C12-C13-C14 119.9 (3) C26-C27-H27A 109.5 C12-C13-H13 120.0 C26-C27-H27B 109.5 C14-C13-H13 120.0 H27A-C27-H27B 109.5 C13-C14-C15 116.5 (3) C26-C27-H27C 109.5 C13-C14-C16 123.4 (3) H27A-C27-H27C 109.5 C15-C14-C16 120.0 (3) H27B-C27-H27C 109.5 N11-C15-C14 124.1 (3) C26-C28-H28A 109.5 N11-C15-H15 118.0 C26-C28-H28B 109.5 C14-C15-H15 118.0 H28A-C28-H28B 109.5 C17-C16-C14 109.1 (3) C26-C28-H28C 109.5 C17-C16-C18 110.7 (4) H28A-C28-H28C 109.5 C14-C16-C18 111.2 (3) H28B-C28-H28C 109.5 C17-C16-C19 109.0 (4) C26-C29-H29A 109.5 C14-C16-C19 109.3 (4) C26-C29-H29B 109.5 C18-C16-C19 107.5 (4) H29A-C29-H29B 109.5 C16-C17-H17A 109.5 C26-C29-H29C 109.5 C16-C17-H17B 109.5 H29A-C29-H29C 109.5
